Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.062; wR factor = 0.136; data-to-parameter ratio = 22.0.
Related literature
For background to pyrazoline derivatives, see: Mamolo et al. (2003) ; Bansal et al. (2001) ; Manna et al. (2005) ; Ahn et al. (2004) ; Rajendra Prasad et al. (2005) . For a related structure, see: Du (2009) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986 Refinement R[F 2 > 2(F 2 )] = 0.062 wR(F 2 ) = 0.136 S = 1.09 4828 reflections 219 parameters H-atom parameters constrained Á max = 0.39 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C1-C3/C5-C7 benzene ring. 
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). the pyrazoline derivatives are reported to possess antifungal (Mamolo et al., 2003) , anti-inflammatory (Bansal et al., 2001) , anticancer (Manna et al., 2005) , antidiabetic (Ahn et al., 2004) and antidepressant (Rajendra Prasad et al., 2005) properties.
In the title compound, Fig. 1 , the benzodioxole ring system (C1-C7/O1/O2) and the pyrazole ring (C8-C10/N1/N2) are almost planar with maximum deviations of 0.081 (2) Å at atom C4 and 0.029 (2) Å at atom C8, respectively. They are almost perpendicular to each other with the dihedral angle of 82.08 (7)°. The pyrazole ring also forms dihedral angle of 2.11 (8)° with the benzene ring (C11-C16). Bond lengths and angles are almost comparable with the related structure (Du, 2009 ).
In the crystal, Fig. 2 , C-H···O and C-H···N hydrogen bonds (Table 1) link the molecules to form three dimensional network and also feature C-H···π interactions (Table 1) involving the benzene ring (Cg1; C1-C3/C5-C7).
Experimental 1-p-Tolyl-3(3′,4′-methylene dioxyphenyl)-2-propen-1-one (0.005 mol) and hydrazine hydrate (0.005 mol) in acetic acid (15 ml) was refluxed for 6 h. The solid on cooling was collected and washed well with cold water and alcohol. It was dried and recrystallized from ethanol-dioxan. Colourless blocks were obtained by slow evaporation of a DMF/ethanol solution (1:2 v/v).
Refinement
All the H atoms were located geometrically and were refined using a riding model with U iso (H) = 1.2 or 1.5 U eq (C) [C-H = 0.95 to 1.00 Å]. A rotating group model was applied to the methyl groups. In the final refinement, three outliners were omitted, 0 2 0, -7 13 4 and 9 13 1.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 The crystal packing of the title compound, viewed along the c axis. H atoms not involved in the intermolecular interactions (dashed lines) have been omitted for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-[5-(2H-1,3-Benzodioxol-5-yl)-3-(4-methylphenyl)-2-pyrazolin-1-yl]ethanone
R int = 0.032 θ max = 30.7°, θ min = 2.6°h = −11→7 k = −28→34 l = −12→12 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.062 wR(F 2 ) = 0.136 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.20199 (17) (7) 0.0191 (6) 0.0290 (6) −0.0026 (5) 0.0129 (5) 0.0007 (5) O2 0.0195 (6) 0.0193 (6) 0.0251 (6) 0.0014 (5) 0.0105 (5) −0.0008 (5) O3 0.0242 (6) 0.0163 (6) 0.0221 (5) −0.0015 (5) 0.0045 (5) −0.0032 (4) N1 0.0187 (7) 0.0131 (6) 0.0164 (6) −0.0010 (5) 0.0030 (5) 0.0003 (5) N2 0.0162 (7) 0.0136 (6) 0.0172 (6) −0.0019 (5) 0.0061 (5) −0.0016 (5) C1 0.0212 (8) 0.0160 (7) 0.0217 (7) 0.0044 (6) 0.0055 (6) −0.0013 (6) C2 0.0261 (9) 0.0128 (7) 0.0242 (7) 0.0008 (6) 0.0059 (7) 0.0023 (6) C3 0.0175 (8) 0.0174 (7) 0.0162 (7) −0.0035 (6) 0.0031 (6) 0.0011 (6) C4 0.0223 (9) 0.0236 (8) 0.0221 (7) −0.0027 (7) 0.0078 (7) −0.0021 (6) C5 0.0140 (7) 0.0167 (7) 0.0148 (6) 0.0017 (6) Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C1-C3/C5-C7 benzene ring. 
